. One would expect that the change of the R-values would be more significant. This is probably caused by the non-optimal description of the disorder. We have tested another description of the disorder, but it resulted with higher R-values. The refinement of the structure of AH was originally performed at 150K and 1H 2 O-II at 298 K, but the structures were measured at 120K as well in order to compare their density and packing efficiency to the other structures. The original crystal data is summarized in Table S2 . The disorder is also visible in the Raman ( Figure S28 )and IR spectrum, as the peak of the nitrile group (around 2250 cm -1 ) split into two, while every other phase exhibits a sharp, well-defined peak (except for the amorphous phase). This phenomenon clearly shows that two conformations are present in the structure, which possess different energetic state, therefore appear at different wavenumbers. To display and analyze the solvent/water channels, first the solvent/water molecules were deleted from the cif file and then the void map was calculated using Mercury (contact surface, probe radius 0.8 Å and approx. grid spacing 0.7 Å). As can be seen in the figure below, in all three bosutinib solvates/hydrates channels are present and are visually comparable in size. However, the calculated value of the void space indicates, that the channels are the largest in the 7H 2 O structure. 
